The title compound, C 12 H 18 N 2 Á0.5H 2 O, crystallizes with two independent organic molecules (A and B) in the asymmetric unit, together with a water molecule of crystallization. The diazepine rings in each molecule have a chair conformation. The dihedral angle between benzene ring and the mean plane of the diazepine ring is 21.15 (12) in molecule A and 17. 42 (11) in molecule B. In the crystal, molecules are linked by N-HÁ Á ÁO and O-HÁ Á ÁN hydrogen bonds, forming zigzag chains propagating along [001].
Related literature
For examples of biological activities of benzodiazepines, see : De Baun et al. (1976) . For the use of benzodiazepine derivatives as dyes for acrylic fibres, see: Harris & Straley (1968) . For related structures, see: Thiruselvam et al. (2013) ; Lamkaddem et al. (2015) ; Ponnuswamy et al. (2006) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2008 ); cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL2014/6 (Sheldrick, 2015) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL2014/6 and PLATON (Spek, 2009). activities, benzodiazepine derivatives are also used commercially as dyes for acrylic fibres (Harris & Straley, 1968) .
S2. Structural commentary
The title compound, crystallized with two independent organic molecules (A and B) in the asymmetric unit (Fig. 1 ). The C-C and C-N bond distances are normal and in good agreement with those reported for similar structures (Lamkaddem et al., 2015; Ponnuswamy et al., 2006; Thiruselvam et al., 2013) . In the crystal of the title compound, molecules are linked through N-H···O and O-H···N hydrogen bonds, involving the water molecule, forming zigzag chains propagating along the c axis direction (Table 1 and Fig. 2 ).
S3. Synthesis and crystallization
2,3-Dihydro-2,2,4-trimethyl-1H-tetrahydro-1,5-benzodiazepine (9.10 mmol) was dissolved in methanol (40 ml) and stirred with a magnetic stirrer. Sodium borohydride (8.38 mmol) was added in three portions over a period of 1 h while maintaining the temperature at 318-323 K. After the addition was complete the solution was maintained at 323 K for 2 h.
Methanol was evaporated partially and the reaction mass was poured into water and extracted with chloroform several times. The organic extractions were combined, dried with anhydrous sulphate and then evaporated. The yellow oil obtained was purified by recrystallization from aqueous ethanol and afforded colourless crystals of the title compound (M.p.: 329-330 K).
S4. Refinement
Crystal data, data collection and structure refinement details are summarized in Table 2 . The NH and water H atoms were located in difference Fourier maps. The water H atoms were freely refined and the NH H atoms were refined with distance restraints; N-H = 0.86 (2) Å. The C-bound H atoms were positioned geometrically and treated as riding: C-H = 0.93-0.97 Å with U iso (H) = 1.5U eq (C) for methyl H atoms and 1.2U eq (C) for other H atoms.
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Figure 1
The molecular structure of the two independent molecules (A and B) of the title compound, with atom labelling.
Displacement ellipsoids are drawn at the 30% probability level.
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Figure 2
The crystal packing of the title compound, viewed along the a axis. The dashed lines indicate the hydrogen bonds (see Table 1 for details; molecule A red, molecule B blue).
2,2,4-Trimethyl-2,3,4,5-tetrahydro-1H-benzo[b][1,4]diazepine hemihydrate
Crystal data Extinction coefficient: 0.0040 (10)
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 
